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VAR G1=0/N/S 
REP G2=(l-3) C 
VAR G3-11/16/21 
VAR G4=34/N 
REP G5-(l-8) C 
VAR G6-CH3/H 
NODE ATTRIBUTES: 

DEFAULT MLEVEL IS ATOM y'^- 
GGCAT IS PCY AT 2 / &~^ 
DEFAULT ECLEVEL IS LIMITED 
ECOUNT IS M7 C M3 N AT 2 *^^»*v 

GRAPH ATTRIBUTES: 

RING(S) ARE ISOLATED OR EMBEDDED 
NUMBER OF NODES IS 35 

STEREO ATTRIBUTES: NONE 



L3 
L5 
L6 
L8 
Lll 



5182019 SEA FILE-REGISTRY N>3 AND C>6 
119452 SEA FILE=REGISTRY NCNC3/ESS AND NC5/ESS AND NRS>2 AND NR>3 
105958 SEA FILE=REGISTRY L3 AND L5 

5 SEA FILE=REGISTRY SUB-L6 SSS FUL LI 4- 

2 SEA FILE^HCAPLUS L8 



1/ YS 



=> d ibib abs hitstr 111 1-2 



Lll ANSWER 1 OF 2 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 



INVENTOR (S) : 



HCAPLUS COPYRIGHT 2004 ACS on STN 
2003:991510 HCAPLUS 
140:42193 

Preparation of bicyclic pyrimidine derivatives as 
antiinflammatory agents for treatment of allergic 
diseases 

Aral, Hitoshi; Matsumura, Tsutomu; Ishida, Hiroshi; 
Yamaura, Yosuke; Aratake, Seiji; Ohshima, Etsuo; 
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PATENT ASSIGNEE (S) : 
SOURCE : 

DOCUMENT TYPE: 
LANGUAGE : 

FAMILY ACC. NUM. COUNT: 
PATENT INFORMATION: 



Yanagawa, Koji; Miyama, Motoki; Suzuki, Koji; Kawabe, 
Ari; Nakanishi, Satoshi; Kobayashi, Katsuya; Sato, 
Takashi; Miki, Ichiro; Ueno, Kimihisa; Fujii, Shinya; 
Iwase, Miho 

Kyowa Hakko Kogyo Co., Ltd., Japan 

PCT Int. Appl., 4 67 pp. 

CODEN: PIXXD2 

Patent 

Japanese 

1 



PATENT NO. 



KIND DATE 



APPLICATION NO. DATE 



WO 2003104230 


Al 


20031218 




WO 2003-JP7200 


20030606 






W: AE, 


AG, 


AL, 


AM, 
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BA, 
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JP 2002- 


166504 


A 


20020607 






OTHER SOURCE (S) : 






MARPAT 


140: 


42193 



















GI 



Rl 



R2 N 



-fr\) m 

N — A — R3 



AB The title compels . I [wherein m and n = independently 1-3; Rl = 

(un) substituted amino; R2 = -B- (CX2 ) p-R7 , (un) substituted piperidinyl, 
piperazinyl, or amino; B = O CH=CH, C.tplbond.C, or phenylene; p = 1-4; X. 
- H, halo, or (un) substituted alkyl; R7 = (un) substituted amino; A - a 
single bond, CO, S02, OCO, OCS, SCO, SCS, (un) substituted NHCO, NHCS, or 
amino; R3 = H, (un) substituted alkyl, cycloalkyl, alkenyl, alkynyl, 
aralkyl, aryl, heteroaryl, heterocyclyl , heteroarylalkyl, or 
heterocyclylalkyl, etc.] or quaternary ammonium salts, or pharmaceutically 
acceptable salts thereof are prepared I have an antiinflammatory effect and 
an effect of controlling the function (s) of TARC and/or MDC and, 
therefore, are usable in treating and/or preventing various diseases in 
which T cells participate, for example, allergic diseases, autoimmune 
diseases, rejection at transplantation, etc. (no data) . Formulations 
containing I as an active ingredient were also described. 

IT 635738-30-6P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation) ; USES 
(Uses) 

(drug candidate; preparation of bicyclic pyrimidine derivs . as 
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antiinflammatory agents for treatment of allergic diseases) 
RN 635738-30-6 HCAPLUS 

CN 1-Piperazinecarboxamide, N- [2- [ [4- [ [ (2-chloro~4-f luorophenyl) methyl] amino] 
6- (cyclopropylcarbonyl) -5, 6, 7, 8-tetrahydropyrido [ 4 , 3-d] pyrimidin-2- 
yl] amino] ethyl] -4-methyl- (9CI) {CA INDEX NAME) 




0 
C 



0 



NH- CH2"~ CH2 " NH- C— - R 



Me 



N 



N 



CI 



NH 
CH2 



REFERENCE COUNT: 



16 



THERE ARE 16 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 



Lll ANSWER 2 OF 2 
ACCESSION NUMBER: 
DOCUMENT NUMBER: 
TITLE: 



AUTHOR (S) : 
CORPORATE SOURCE: 

SOURCE : 



PUBLISHER: 
DOCUMENT TYPE 
LANGUAGE : 
AB 



HCAPLUS COPYRIGHT 2004 ACS on STN 
1999:479413 HCAPLUS 
131:283206 

Efficient Light-Dependent DNA Repair Requires a Large 
Cofactor Separation 
Epple, Robert; Carell, Thomas 

Laboratorium fuer Organische Chemie, Eidgenoessische 
Technische Hochschule, Zurich, CH-8092, Switz. 
Journal of the American Chemical Society (1999), 
121(32), 7318-7329 
CODEN: JACSAT; ISSN: 0002-7863 
American Chemical Society 
Journal 
English 

DNA photolyases are repair enzymes which split (repair) UV-induced 
cyclobutane DNA lesions. Critical steps in the light-driven repair .reaction 
are the absorption of light by a deazaflavin or methenyl tetrahydrof olate 
cofactor and the transfer of the excitation energy to a reduced and 
deprotonated FADH- cofactor, which initiates an electron transfer to the 
dimer lesion. Although most efficient energy transfer requires a close 
cofactor arrangement, there is a separation of >17 A between the cofactors 
in photolyases. To determine the effect of the large cofactor distance on the 
repair efficiency, a systematic study with model compds . was performed. A 
series of compds. were synthesized which contain a model DNA lesion 
covalently connected to a flavin and a deazaflavin. While the 
flavin-dimer lesion distance was kept constant in all model compds., the 
f lavin-deazaf lavin distance was incrementally increased. Investigation of 
the dimer cleavage efficiency shows that compds. with a large cofactor 
separation possess a low energy-transfer efficiency but split the dimer most 
efficiently within a few minutes. Model compds. with a close cofactor 
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orientation feature a highly efficient energy transfer from the 
deazaflavin to the flavin. They are, however, unable to perform the 
repair of the dimer lesion. At very short cof actor distances, the 
light-driven repair process is fully inhibited. This is explained by a 
competitive electron transfer between both cofactors, which hinders the 
electron transfer to the dimer lesion and hence the dimer splitting. The . 
presented data suggest that the large cof actor separation (17 A) found in 
photolyases is a critical parameter that dets. the DNA repair efficiency by 
photolyases. 

IT 246179-86-2P 246179-87-3P 

RL: NUU (Other use, unclassified); PEP (Physical, engineering or chemical 
process); RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); 
PROC (Process); RACT (Reactant or reagent); USES (Uses) 

(efficient light-dependent DNA repair reguires a large cofactor separation) 

RN 246179-86-2 HCAPLUS 

CN L-Prolinamide, 1- [ [ ( 4aS, 4bR, 8aR, 8bS) -8- [2- [ [2- { 3-ethyl-3, 4-dihydro-7 , 8- 
dimethyl-2, 4-dioxobenzo [g] pteridin-10 (2H) -yl ) ethyl] amino] -2- 
oxoethyl] decahydro-2, 4, 5, 7-tetraoxocyclobuta [1, 2-d: 4, 3-d f ] dipyrimidin- 
1 (2H) -yl] acetyl] -L-prolyl-N- [2- [ 3- ( 2-amino-2-oxoethyl ) -3, 4 -dihydro-2 , 4- 
dioxo-8- (phenylmethoxy) pyrimido [4, 5-b] quinolin-10 (2H) -yl] ethyl] - ( 9CI ) 
(CA INDEX NAME) 

Absolute stereochemistry. 

PAGE 1-A 

0 
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PAGE 2 -A 




0 



cr" NH2 

RN 246179-87-3 HCAPLUS 

CN L-Prolinamide, 1- [ [ (4aS, 4bR, 8aR, 8bS) -8- [2- [ [2- ( 3-ethyl-3, 4-dihydro-7 , 8- 
dimethyl-2, 4-dioxobenzo [g] pteridin-10 (2H) -yl) ethyl] amino] -2- 
oxoethyl] decahydro-2, 4,5, 7-tetraoxocyclobuta [1, 2-d: 4, 3-d f ] dipyrimidin- 
1 (2H) -yl] acetyl] -L-prolyl-L-prolyl-L-prolyl-N- [2- [3- ( 2-amino-2-oxoethyl ) - 
3, 4-dihydro-2 , 4-dioxo-8- (phenylmethoxy) pyrimido [ 4 , 5-b] quinolin-10 ( 2H ) - 
yl] ethyl]- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 

PAGE 1-A 

0 




0 
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PAGE 2 -A 




Ph O 



IT 246179-82-8P 246179-83-9P 

RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(efficient light-dependent DNA repair requires a large cofactor separation) 
RN 246179-82-8 HCAPLUS 

CN L-Prolinamide, L-prolyl-N- [2- [3- ( 2-amino-2-oxoethyl ) -3, 4-dihydro-2, 4-dioxo- 
8- (phenylmethoxy) pyrimido [4 , 5-b] quinolin-10 (2H) -yl] ethyl] - ( 9CI) (CA 
INDEX NAME) 

Absolute stereochemistry. 
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RN 246179-83-9 HCAPLUS 

CN L-Prolinamide, L-prolyl-L-prolyl-L-prolyl-N- [2- [3- (2-amino-2-oxoethyl ) -3, 4- 
dihydro-2, 4-dioxo-8- (phenylmethoxy) pyrimido [4 , 5-b] quinolin-10 (2H) - 
yl] ethyl]- (9CI) (CA INDEX NAME) 

Absolute stereochemistry. 



0 




REFERENCE COUNT: 54 THERE ARE 54 CITED REFERENCES AVAILABLE FOR THIS 

RECORD. ALL CITATIONS AVAILABLE IN THE RE FORMAT 



=> fil beilstein 

FILE * BEILSTEIN 1 ENTERED AT 15:59:04 ON 18 MAY 2004 

COPYRIGHT (c) 2004 Beilstein-Inst itut zur Foerderung der Chemischen Wissenschaf ten 
licensed to Beilstein GmbH and MDL Information Systems GmbH 

FILE RELOADED ON OCTOBER 20 , 2002 
FILE LAST UPDATED ON MARCH 30,2004 

FILE COVERS 1771 TO 2003. 

*** FILE CONTAINS 8,932,479 SUBSTANCES *** 

»> PLEASE NOTE: Reaction data and substance data are stored in 
separate documents and can not be searched together in one 
query . 

Reaction data for BEILSTEIN compounds may be displayed 
immediately with the display codes PRE (preparations) and REA 
(reactions) . A substance answer set retrieved after the search 
for a chemical name, a molecular formula or a structure search 
for example can be restricted to compounds with available 
reaction information by concatenation with PRE /FA, REA/FA or 
more general with RX/FA. The BEILSTEIN Registry Number (BRN) 
is the link between a BEILSTEIN compound and belonging reactions. 
For more detailed reaction searches BRNs can be selected from 
substance answer sets and searched in the next step as reaction 
partner BRNs - Reactant (RX.RBRN) or Product BRN (RX.PBRN). 
After a search for reaction details substance documents 
associated with reactants or products may be retrieved by 
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searching RX.PBRNs or RX.RBRNs as BRNs . «< 



»> FOR SEARCHING PREPARATIONS SEE HELP PRE <« 

********************************************************************* 

* PLEASE NOTE THAT THERE ARE NO FORMATS FREE OF COST. * 

* SET NOTICE FEATURE: THE COST ESTIMATES CALCULATED FOR SET NOTICE * 

* ARE BASED ON THE HIGHEST PRICE CATEGORY. THEREFORE; THESE * 

* ESTIMATES MAY NOT REFLECT THE ACTUAL COSTS. * 

* FOR PRICE INFORMATION SEE HELP COST * 
********************************************************************* 



=> d qrd che phy rx 110 1-4 
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Beilstein Records (BRN) : 
Molec. Formula (MF) : 
Molecular Weight (MW) : 
Lawson Number (LN) : 

File Segment (FS) : 
Compound Type (CTYPE) : 
Constitution ID (CONSID) 
Tautomer ID (TAUTID) : 
Entry Date (DED) : 
Update Date (DUPD) : 



8472502 

C70 H76 N18 016 
1425.48 

30584, 30544, 30198, 26264, 5228, 3379, 

3018, 2826 

Stereo compound 

heterocyclic 

7186973 

7982788 

2000/05/16 

2000/05/16 




O 



N 



N 



0 
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Field Availability: 



Code 



Name 



Occurrence 



BRN 



Beilstein Records 
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MF Molecular Formula 1 

FW Formular Weight 1 

LN Lawson Number 8 

FS File Segment ! 

CTYPE Compound Type 1 

CONSID Constitution ID 1 

TAUT ID Tautomer ID 1 

ED Entry Date . 1 

UPD Update Date 1 

CPD Crystal Property Description 1 

FLU Fluorescence 1 

IR Infrared Spectrum 1 

MP Melting Point 1 

This substance also occurs in Reaction Documents: 

Code Name Occurrence 

RX Reaction Documents 2 

RXREA Substance is Reaction Reactant 1 

RXPRO Substance is Reaction Product 1 



Crystal Property Description: 
CPD 

(CPD) : orange 
Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem. Soc . , CODEN: JACSAT, 
121(32), <1999>, 7318 - 7329; BABS-6216618 



Melting Point: 
Value |Ref. 
(MP) | 
(Cel) | 

266 - 268 |1 

Reference (s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem. Soc . , CODEN: JACSAT, 121(32), 
<1999>, 7318 - 7329; BABS-6216618 



Infrared Spectrum: 

Descript | Solvent |Ref. 

ion | | 

(.KW) | (.SOL) | 

Bands j KBr | 1 

Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem . Soc . , CODEN: JACSAT, 121(32), 
<1999>, 7318 - 7329; BABS-6216618 
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Fluorescence : 

Description | Solvent |Ref. 

(.KW) I (.SOL) | 

Fluorescence quantum | Solvent for Spectrum: |1 

yield, Spectrum | ethane-1 , 2-diol | 

Reference { s ) : 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem. Soc . , CODEN: JACSAT, 121(32), 

<1999>, 7318 - 7329; BABS-6216618 



Reaction : 
RX 

Reaction ID ( . ID) : 
Reactant BRN (.RBRN): 
React ant ( . RCT ) : 



Product BRN ( . PBRN) : 
Product ( . PRO) : 

No. of React. Details ( . N VAR ) : 

Reaction Details: 
RX 

Reaction RID ( .RID) : 

Reaction Classification (.CL): 

Yield ( . YDT) : 

Nr. of Stages ( . SNR) : 

Stage 1 

Reagent ( . RGT ) : 
Solvent ( . SOL) : 
Time ( . TIM) : 
Temperature ( . T) : 
Reaction Type ( . TYP) : 
Stage 2 

Stage reactant (.SRCT): 

Stage Reactant BRN ( . SRBRN) : 
Solvent ( . SOL) : 
Time ( .TIM) : 
Temperature (.T): 
Reaction Type (.TYP): 
Reference (s ) : 

1. Epple, Robert; Carell, Thoma 
121(32), <1999>, 7318 - 7329 

Reaction : 
RX 

Reaction ID ( . ID) : 
Reactant BRN (.RBRN): 
Reactant ( .RCT) : 



8534623 

8443417, 8469222, 8160535 
(8-carboxymethyl-2, 4,5, 7-tetraoxo- 
decahydro-1, 3, 6, 8-tetraaza-biphenylen-l- 
yl) -acetic acid, 1-<1-<1- (pyrrolidine-2- 
carbonyl) -pyrrolidine -2 -carbonyl>- 
pyrrolidine-2-carbonyl>-pyrrolidine-2- 
carboxylic acid <2- ( 8-benzyloxy-3- 
carbamoylmethyl-2, 4-dioxo-3, 4-dihydro-2H 
pyrimido<4, 5-b>quinolin-10-yl) ~ethyl>- 
amide, 10- (2-amino-ethyl ) -3 -ethyl -7 , 8- 
dimethyl-10H-benzo<g>pteridine-2, 4-dione 
8472502 
C70H76N18O16 
1 



8534623. 1 
Multistage 

1 percent (BRN-8472502 ) 
2 

BOP, NEt 3 
dimethyl formamide 
90 min 
20 Cel 
Acylation 

10- (2-amino-ethyl) -3-ethyl-7, 8-dimethyl 
10#H 1 -benzo [#g 1 ] pteridine-2, 4-dione 
8160535 

dimethyl formamide 
3 hour(s) 
20 Cel 
Acylation 

s, J. Amer .Chem. Soc. , CODEN: JACSAT, 
; BABS-6216618 



5310198 
8472502 
C70H76N18O16 
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Product BRN ( . PBRN) : 
Product ( . PRO) : 

No. of React. Details { . NVAR ) : 

Reaction Details: 
RX 

Reaction RID ( .RID) : 

Reaction Classification (.CL): 

Reagent ( . RGT) : 

Catalyst (-.CAT) : 

Solvent ( . SOL) : 

Time ( . TIM) : 

Temperature (.T): 

Pressure ( . P) : 

Reaction Type ( . TYP) : 



8472351 

C63H70N18O16 

1 



5310198,1 

Preparation 

H2 

10 percent Pd/BaS04 

acetic acid 

30 hour(s) 

20 Cel 

750.06 Torr 

Hydrogenolysis 



Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem . Soc . , CODEN 
121(32), <1999>, 7318 - 7329; BABS-6216618 



J AC SAT , 
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Beilstein Records (BRN) ; 
Molec. Formula (MF) : 
Molecular Weight (MW) : 
Lawson Number (LN) : 

File Segment (FS) : 
Compound Type (CTYPE) : 
Constitution ID (CONSID) 
Tautomer ID (TAUTID) : 
Entry Date (DED) : 
Update Date (DUPD) : 



8471985 

C60 H62 N16 014 
1231.25 

30584, 30544, 30198, 26264, 5228, 337 

3018, 2826 

Stereo compound 

heterocyclic 

7186593 

7982496 

2000/05/16 

2000/05/16 



O 




Field Availability: 
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Code 


Name 


Occurrence 


BRN 


Beilstein Records 


1 


Mr 


Molecular Formula 


1 


t w 


Formular Weight 


1 


LN 


Lawson Number 


8 


FS 


File Segment 


1 


CTYPE 


Compound Type 


1 


CONSID 


Constitution ID 


1 


TAUT ID 


Tautorner ID 


1 


ED 


Entry Date 


1 


UPD 


Update Date 


1 


CPD 


Crystal Property Description 


1 


FLU 


Fluorescence 


1 


IR 


Infrared Spectrum 


• 1 


MP 


Melting Point 


1 



This substance also occurs in Reaction Documents: 



Code Name Occurrence 



RX Reaction Documents 2 

RXREA Substance is Reaction Reactant 1 

RXPRO Substance is Reaction Product 1 

Crystal Property Description: 
CPD 

(CPD) : orange 
Reference (s ) : 

1. Epple, Robert; Carell, Thomas, J. Airier . Chem. Soc . ,. CODEN: JACSAT, 
121(32), <1999>, 7318 - 7329; BABS-6216618 



Melting Point: 
Value |Ref. 
(MP) | 

(Cel) | 

232 - 234 |1 
Reference (s ) : 

1. Epple, Robert; Carell, -Thomas, J. Amer . Chem. Soc . , CODEN: JACSAT, 121(32), 
<1999>, 7318 - 7329; BABS-6216618 



Infrared Spectrum: 

Descript | Solvent |Ref, 

ion | I 

(.KW) | (.SOL) | 

Bands | KBr |1 

Reference (s) : 

1. Epple, Robert; Carell, Thomas, J .Amer . Chem. Soc . , CODEN: JACSAT, 121(32), 

<1999>, 7318 - 7329; BABS-6216618 
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Fluorescence : 
Description | Solvent IRef. 

(.KW) I. (.SOL) | 

Fluorescence quantum | Solvent for Spectrum: | 1 
yield, Spectrum | ethane-1, 2-diol I 

Reference (s) : 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem. Soc . , CODEN: 
<1999>, 7318 - 7329; BABS-6216618 



JACSAT, 121(32), 



Reaction: 
RX 

Reaction ID ( . ID) : 
Reactant BRN ( . RBRN) 
React ant ( . RCT) : 



Product BRN ( . PBRN) : 

Product ( . PRO) : 

No. of React. Details 



{ .WAR) 



8534587 

8443417, 8464702, 
(8-carboxymethyl- 
decahydro-1, 3,6,8 
yl) -acetic acid, 
carbonyl) -pyrroli 
<2- ( 8-benzyloxy-3 
dioxo-3, 4-dihydro 
b>quinolin-10-yl ) 
10- ( 2-amino-ethyl 
10H-benzo<g>pteri 
8471985 
C60H62N16O14 
1 



8160535. 
2, 4, 5, 7-tetraoxo- 
-tetraaza-biphenylen-1- 
1- (pyrrolidine-2- 
dine-2-carboxylic acid 
-carbamoylmethyl-2 , 4- 
-2H-pyrimido<4 , 5- 
-ethyl>-amide, 
) -3-ethyl-7, 8-dimethyl- 
dine-2, 4-dione 



Reaction 
RX 



Details : 



Reaction RID ( .RID) : 

Reaction Classification (.CL): 

Yield ( . YDT) : , 

Nr. of Stages ( . SNR) : 

Stage 1 

Reagent ( . RGT) : 
Solvent ( . SOL) : 
Time ( . TIM) : 
Temperature (.T): 
Reaction Type ( . TYP) : 
Stage 2 

Stage reactant (.SRCT): 

Stage Reactant BRN ( . SRBRN) : 
Solvent ( .SOL) : 
Time (.TIM): 
Temperature (.T): 
Reaction Type (.TYP): 
Reference (s) : 

1. Epple, Robert; Carell, Thoma 
121(32), <1999>, 7318 - 7329 



8534587.1 
Multistage 

32 percent (BRN=8471985 ) 
2 

BOP, NEt 3 
dimethyl f ormamide 
90 min 
20 Cel 
Acylation 

10- (2-amino-ethyl) -3-ethyl-7, 8-dimethyl- 
10 #H ! -benzo [#g! ] pteridine-2, 4-dione 
8160535 

dimethyl f ormamide 
90 min 
20 Cel 
Acylation 

s, J.Amer .Chem.Soc. , CODEN: JACSAT, 
; BABS-6216618 



Reaction: 
RX 



Search completed by David Schreiber x22526 
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Reaction ID ( . ID) : 

Reactant BRN ( . RBRN ) : 

Reactant ( . RCT) : 

Product BRN ( . PBRN) : 

Product ( . PRO) : 

No. of React. Details ( . NVAR) 

Reaction Details: 
RX 

Reaction RID ( .RID) : 

Reaction Classification (.CL) 

Reagent ( . RGT) : 

Catalyst (.CAT): 

Solvent ( . SOL) : 

Time ( . TIM) : 

Temperature ( . T) : 

Pressure ( . P) ; 

Reaction Type ( . TYP) : 



5310074 

8471985 

C60H62N16O14 

8471824 

C53H56N16014 

1 



5310074 . 1 

Preparation 

H2 

10 percent Pd/BaS04 

acetic acid 

30 hour(s) 

20 Cel 

750.06 Torr 

Hydrogenolysis 



Reference (s ) : . 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem. Soc . , CODEN: JACSAT, 
121(32), <1999>, 7318 - 7329; BABS-6216618 
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Beilstein Records (BRN) 
Chemical Name (CN) : 



Autonom Name (AUN) 



Molec. Formula (MF) : 
Molecular Weight (MW) : 
Lawson Number (LN) : 
File Segment (FS) : 
Compound Type (CTYPE) : 
Constitution ID (CONSID) 
Tautomer ID (TAUTID) : 
Entry Date (DED) : 
Update Date (DUPD) : 



8469222 

1-<1-<1- (pyrrolidine-2-carbonyl ) - 
pyrrolidine-2-carbonyl>-pyrrolidine-2~ 
carbonyl>-pyrrolidine-2-carboxylic acid 
<2- (8-benzyloxy-3-carbamoylmethyl-2, 4- 
dioxo-3, 4-dihydro-2H-pyrimido<4 , 5- 
b>quinolin-10-yl) -ethyl>-amide 
1-<1-<1- (pyrrolidine-2-carbonyl ) - 
pyrrolidine-2-carbonyl>-pyrrolidine-2- 
carbonyl>-pyrrolidine-2-carboxylic acid 
<2- (8-benzyloxy-3-carbamoylmethyl-2, 4- 
dioxo-3, 4-dihydro-2H-pyrimido<4 , 5- 
b>quinolin-10-yl) -ethyl>-amide 
C42 H49 N9 08 
807.90 

30198, 26264, 5228, 3379, 3018 

Stereo compound 

heterocyclic 

7184184 

7980225 

2000/05/16 

2000/05/16 
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O 




Field Availability: 



Code Name Occurrence 



BRN 


Beilstein Records 


1 


CN 


Chemical Name 


1 


AUN 


Autonomname 


1 


MF 


Molecular Formula 


1 


FW 


Formular Weight 


1 


LN 


Lawson Number 


5 


FS 


File Segment 


1 


CTYPE 


Compound Type 


1 


CONS ID 


Constitution ID 


1 


TAUT ID 


Tautomer ID 


1 


ED 


Entry Date 


1 


UPD 


Update Date 


1 


IR 


Infrared Spectrum 


1 


MP 


Melting Point 


1 


NMR 


Nuclear Magnetic Resonance 


3 



This substance also occurs in Reaction Documents : 

Code Name Occurrence 

RX Reaction Documents 2 

RXREA Substance is Reaction Reactant 1 

RXPRO Substance is Reaction Product 1 



Melting Point: 
Value IRef. 
(MP) | 
(Cel) | 

186 - 188 |1 



Search completed by David Schreiber x22526 



I 



Berch PCT/US03/2 6647 



Reference (s) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem . Soc . , CODEN: JACSAT, 121(32), 
<1999>, 7318 - 7329; BABS-6216618 



Nuclear Magnetic Resonance: 
NMR 

Coupling Nuclei (.NUI) 1H-1H 

Solvents (.SOL): dimethylsulf oxide-d6 

Frequency ( . F) : 500 MHz 

Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem . Soc . , CODEN: JACSAT, 

121(32), <1999>, 7318 - 7329; BABS-6216618 

NMR 

Description (.KW): Chemical shifts 

Nucleus ( .NUC) : 1H 

Solvents (.SOL): dimethylsulf oxide-d6 

Frequency ( . F) : 500 MHz 
Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem. Soc . , CODEN: JACSAT, 

121(32), <1999>, 7318 - 7329; BABS-6216618 

NMR 

Description (.KW): Chemical shifts 

Nucleus ( .NUC) : 13C 

Solvents (.SOL): dimethylsulf oxide-d6 

Frequency ( . F) : 125 MHz 
Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem. Soc . , CODEN: JACSAT, 

121(32), <1999>, 7318 - 7329; BABS-6216618 



Infrared Spectrum: 

Descript I Solvent |Ref. 

ion | i 

(.KW) | (.SOL) | 

Bands | KBr I 1 

Reference (s ) : 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem. Soc . , CODEN: JACSAT, 121(32), 

<1999>, 7318 - 7329; BABS-6216618 



Reaction : 
RX 

Reaction ID ( . ID) : 
Reactant BRN ( . RBRN ) 
Reactant ( . RCT) : 



Product BRN ( . PBRN) 
Product ( . PRO) : 



5271811 

8463981, 3596735 

<8-benzyloxy-10-<2- ( 9H-f luoren-9- 
ylmethoxycarbonylamino) -ethyl>-2, 4-dioxo- 
4 , 10-dihydro-2H-pyrimido<4 , 5-b>quinolin-3' 
yl>-acetic acid, FMOC-L-proline' 
8469222 

1-<1-<1- (pyrrolidine-2-carbonyl ) - 
pyrrolidine-2-carbonyl>-pyrrolidine-2- 
carbonyl>-pyrrolidine-2-carboxylic acid 
<2- ( 8-benzyloxy-3-carbamoylmethyl-2 , 4- 
dioxo-3, 4-dihydro-2H-pyrimido<4 , 5- 
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No. of React. Details (.NVAR): 

Reaction Details: 

RX 

Reaction RID (.RID): 
Reaction Classification (.CL): 
Yield ( . YDT) : 
Note (s) ( . COM) : 



b>quinolin-10-yl) -ethyl>-amide 
1 



5271811. 1 
Preparation 

50 percent (BRN=84 69222 ) 
Multistep reaction 



Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem. Soc . , CODEN: 
121(32), <1999>, 7318 - 7329; BABS-6216618 



JACSAT, 



Reaction : 
RX 

Reaction 
Reactant 
Reactant 



ID ( . ID) : 
BRN ( . RBRN ) 
( . RCT ) : 



Product BRN ( . PBRN) : 

Product ( . PRO) : 

No. of React. Details (.NVAR) 

Reaction Details: 
RX 

Reaction RID ( .RID) : 

Reaction Classification (.CL) 

Yield (.YDT) : 

Nr. of Stages ( . SNR) : 

Stage 1 

Reagent ( . RGT) : 
Solvent ( . SOL) : 
Time ( . TIM) : 
Temperature (.T): 
Reaction Type (.TYP): 
Stage 2 

Stage reactant (.SRCT): 

Stage Reactant BRN ( . SRBRN) : 
Solvent ( . SOL) : 
Time ( .TIM) : 
Temperature (.T): 
Reaction Type (.TYP): 



8534623 

8443417, 8469222, 8160535 
(8-carboxymethyl-2, 4,5, 7-tetraoxo- 
decahydro-1, 3, 6, 8-tetraaza-biphenylen-l- 
yl) -acetic acid, 1-<1-<1- (pyrrolidine-2- 
carbonyl ) -pyrrolidine-2-carbonyl>- 
pyrrolidine-2-carbonyl>-pyrrolidine-2- 
carboxylic acid <2- ( 8-benzyloxy-3- 
carbamoylmethyl-2, 4-dioxo-3, 4-dihydro-2H- 
pyrimido<4 , 5-b>quinolin-10-yl ) -ethyl>- 
amide, 10- (2-amino-ethyl ) -3-ethyl-7, 8- 
dimethyl-10H-benzo<g>pteridine-2, 4-dione 
8472502 
C70H76N18O16 
1 



8534623. 1 
Multistage 

1 percent (BRN=8 4 72502 ) 
2 

BOP, NEt3 
dimethyl f ormamide 
90 min 
20 Cel 
Acylation 

10- (2-amino-ethyl) -3-ethyl-7, 8-dimethyl- 
10#H ! -benzo [#g ! ] pteridine-2 , 4-dione 
8160535 

dimethyl f ormamide 
3 hour (s) 
20 Cel 
Acylation 



Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem. Soc . , 
121(32), <1999>, 7318 - 7329; BABS-6216618 



CODEN: JACSAT, 
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Beilstein Records (BRN) : 



8464702 
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Chemical Name. (CN) ; 



Autonom Name (AUN) : 



Molec. Formula (MF) : 
Molecular Weight (MW) : 
Lawson Number (LN) : 
File Segment (FS) : 
Compound Type (CTYPE) : 
Constitution ID (CONSID) : 
Tautomer ID (TAUTID) : 
Entry Date (DED) : 
Update Date (DUPD) : 



1- (pyrrolidine-2-carbonyl) -pyrrolidine-2 
carboxylic acid <2- ( 8-benzyloxy-3- 
carbamoylmethyl-2, 4-dioxo-3, 4 -dihydro-2H 
pyrimido<4 , 5-b>quinolin-10-yl ) -ethyl>- 
amide 

1- (pyrrolidine-2-carbonyl) -pyrrolidine-2 
carboxylic acid <2- ( 8-benzyloxy-3- 
carbamoylmethyl-2, 4-dioxo-3, 4-dihydro-2H 
pyrimido<4, 5-b>quinolin-10-yl ) -ethyl>- 
amide 

C32 H35 N7 06 
613. 67 

30198, 26264, 5228, 3379, 3018 

Stereo compound 

heterocyclic 

7180627 

7975989 

2000/05/16 

2000/05/16 



O 




Field Availability: 



Code Name Occurrence 



BRN Beilstein Records 1 

CN Chemical Name 0 l 

AUN Autonomname 1 

MF Molecular Formula 1 

FW Formular Weight 1 

LN Lawson Number 5 
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FS 


File Segment 


1 


CTYPE 


Compound Type 


1 


CONS ID 


Constitution ID 


1 


TAUT ID 


Tautomer ID 


1 


ED 


Entry Date 


1 


UPD 


Update Date 


1 


IR 


Infrared Spectrum 


1 


MP 


Melting Point 


1 


NMR 


Nuclear Magnetic Resonance 


3 



This substance also occurs in Reaction Documents 



Code 



Name 



Occurrence 



RX 

RXREA 
RXPRO 



Reaction Documents 

Substance is Reaction Reactant 

Substance is Reaction Product 



2 
1 
1 



Melting Point: 
Value IRef. 
(MP) I 
(Cel) | 

110 - 112 |1 

Reference (s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem . Soc . , CODEN: JACSAT, 121(32 
<1999>, 7318 - 7329; BABS-6216618 



Nuclear Magnetic Resonance: 
NMR 

Coupling Nuclei (.NUI) 1H-1H 

Solvents (.SOL) : dimethylsulf oxide-d6 

Frequency { . F) : 400 MHz 

Reference (s) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem . Soc . , CODEN: JACSAT, 

121(32), <1999>, 7318 - 7329; BABS-6216618 

NMR 

Description (.KW): Chemical shifts 

Nucleus ( . NUC) : 1H 

Solvents (.SOL) : dimethylsulf oxide-d6 

Frequency (.F): 400 MHz 
Reference ( s ) : 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem. Soc. , CODEN: JACSAT, 

121(32), <1999>, 7318 - 7329; BABS-6216618 

NMR 

Description (.KW): Chemical shifts 

Nucleus (.NUC): 13C 

Solvents (.SOL) : dimethylsulf oxide-d6 

Frequency (.F): 100 MHz 
Reference (s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem . Soc . , CODEN: JACSAT, 

121(32), <1999>, 7318 - 7329; BABS-6216618 
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Infrared Spectrum: 

Descript | Solvent |Ref. 

ion | | 

(.KW) | (.SOL) | 

Bands | KBr | 1 

Reference (s) : 

1. Epple, Robert; Carell, Thomas, J. Amer . Chem . Soc . , CODEN: JACSAT, 121(32), 

<1999>, 7318 - 7329; BABS-6216618 



Reaction : 
RX 

Reaction ID ( . ID) : 
Reactant BRN ( . RBRN) : 
Reactant ( . RCT) : 



Product BRN ( . PBRN) : 
Product ( . PRO) : 



No. of React. Details ( . N VAR ) 

Reaction Details: 
RX 

Reaction RID ( .RID) : 
Reaction Classification (.CL) 
Yield ( . YDT) : 
Note (s) ( .COM) : 



5271810 

8463981, 3596735 

<8-benzyloxy-10-<2- ( 9H-f luoren- 9- 
ylmethoxycarbonylamino) -ethyl>-2, 4-dioxo 
4 , 10-dihydro-2H-pyrimido<4 , 5-b>quinolin- 
yl>-acetic acid, FMOC-L-proline 
8464702 

1- (pyrrolidine-2-carbonyl) -pyrrolidine-2 
carboxylic acid <2- ( 8-benzyloxy-3- 
carbamoylmethyl-2, 4-dioxo-3, 4-dihydro-2H 
pyrimido<4 , 5-b>quinolin-10-yl ) -ethyl>- 
amide 
1 



5271810.1 
Preparation 

49 percent (BRN-84 64702 ) 
Multistep reaction 



Reference (s ) : 

1. Epple, Robert; Carell, Thomas, J .Amer . Chem. Soc . , CODEN: 
121(32), <1999>, 7318 - 7329; BABS-6216618 



JACSAT, 



Reaction : 
RX 

Reaction ID ( . ID) : 
Reactant BRN (.RBRN) 
Reactant ( .RCT) : 



Product BRN ( . PBRN) : 

Product ( . PRO) : 

No. of React. Details ( . N VAR ) 

Reaction Details: 
RX 

Reaction RID ( . RID) : 
Reaction Classification (.CL) 



8534587 

8443417, 8464702, 8160535 

(8-carboxymethyl-2, 4,5, 7-tetraoxo- 

decahydro-1, 3, 6, 8-tetraaza-biphenylen-l- 

yl) -acetic acid, 1- (pyrrolidine-2- 

carbonyl) -pyrrolidine-2-carboxylic acid 

<2- (8-benzyloxy-3-carbamoylmethyl-2, 4- 

dioxo-3, 4-dihydro-2H-pyrimido<4, 5- 

b>quinolin-10-yl) -ethyl>-amide, 

10- (2-amino-ethyl) -3-ethyl-7, 8-dimethyl- 

10H-benzo<g>pteridine-2, 4-dione 

8471985 

C60H62N16O14 

1 



8534587 . 1 
Multistage 
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Yield ( . YDT ) : 

Nr. of Stages ( . SNR) : 

Stage 1 

Reagent ( . RGT) : 
Solvent ( . SOL) : 
Time (.TIM): 
Temperature ( . T) : 
Reaction Type ( . TYP) : 
Stage 2 

Stage reactant (.SRCT): 

Stage Reactant BRN ( . SRBRN) 
Solvent ( . SOL) : 
Time ( .TIM) : 
Temperature (.T): 
Reaction Type (.TYP): 



32 percent (BRN=8471985 ) 
2 

BOP, NEt3 

dimethyl formamide 
90 min 

20 Cel . 

Acylation 

10- (2-amino-ethyl) -3-ethyl-7, 8-dimethyl 
10#H!-benzo[#g! ] pteridine-2 , 4-dione 
8160535 

dimethyl formamide 
90 min 
20 Cel 
Acylation 



Reference (s ) : 

1. Epple, Robert; Carell, Thomas, J . Amer . Chem . Soc . , CODEN: JACSAT, 
121(32), <1999>, 7318 - 7329; BABS-6216618 
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SEARCH REQUEST FORM 



Requestor's 
Name: 



tterzcH 



/0/6 VZt??? 

Seda, kkrt ,J*Hf? 
Number: VjU^ 




Date: 



S 



Phone: 272^X6 3 Art Unit: /Al^L 



Search Topic: 

Please write a detailed statement of search topic. Describe specifically as possible the subject matter to be searched. Define any 
terms that may have a special meaning. Give examples or relevent citations, authors, keywords, etc., if known. For sequences, 
please attach a copy of the sequence. You may include a copy of the broadest and/or most relevent cl&im(s). 



A 



air* 





o £ 

66c 6fr*4L s 



n 



r 



0 

II 

c 




/ * 1 



c 



j 



A- 



0 




fo - t* 1 * i-q, 



STAFF USE ONLY 



Date completed 



Searcher ft. ftbvriX*^ h23- ^ ^ 



Terminal time: 9 I 

Bepfied time: *•/- 



CPU time: 



Total time: 



Number of Searches: 



Number of Databases: 



Search Site 

STIC 

v/ 



Vendors 



Pre-S 



Type of Search 

N A. Sequence 

AA. Sequence 

/ Structure 



IG 



STN 
Dialog 
APS 
Geninfo 
SDC 

DARC/Questel 



